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?TextField?TF?1??1???3?, TextField?TF?1??2???3?, TextField?TF?1??3???3?, TextField?TF?1?
?4???3??,
?TextField?TF?2??1???3?, TextField?TF?2??2???3?, TextField?TF?2??3???3?, TextField?TF?2?
?4???3??,
?TextField?TF?3??1???3?, TextField?TF?3??2???3?, TextField?TF?3??3???3?, TextField?TF?3?
?4???3??,
?TextField?TF?4??1???3?, TextField?TF?4??2???3?, TextField?TF?4??3???3?, TextField?TF?4?
?4???3??,
Button?"OK", Shutdown???TF?1??1?, TF?1??2?, TF?1??3?, TF?1??4??, ?TF?2??1?, TF?2??2?, TF





for i from 1 to ATOM do




c :?A?1??1?, A?1??2?, A?1??3?, A?1??4?|A?2??1?, A?2??2?, A?2??3?, A?2??4?|A?3??1?,


























print??????????? pi, ????????????? ;
DB :?readstat?"Please input the number of double bond or pi electronic number of pi"? :
if DB?ATOM/2 then
print???????? DB, ??? ;
DBcnt :?0 :
elif DB?ATOM?2 then
print?pi, ????? DB, ??? ;
DBcnt :?0 :
elif DB?ATOM?1 then


































Va, Vb :?evalf?Eigenvectors?c?? :
























Va2 :?sort??seq?Va 1?i?, i?1. .ATOM??, ``? :
?????





































Vd41?1? :?add?Vd32?1??i?, i?1. .ATOM? :
Vd42?1? :?root?Vd41?1?, 2? :
??????????
for i from 1 to ATOM do







print?phi?orbital??add?EVC?1??i?*x?i?, i?1. .ATOM?? ;
?????
Aodd :?type?ATOM, odd? :?????
?clr? color??
?cen??? l, r???? ?? u, d? up, down??
??????
if Aodd?true then





































































ATOM2 :?type?ATOM1, fraction? :
??????????




for i from 1 to ATOM do
if i?ATOM/2 then
splu?2??i? :?sphere??l?2??ATOM? 2*i?1?, 0, abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrlu?2??i?? :
spld?2??i? :?sphere??l?2??ATOM? 2*i?1?, 0, ? abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrld?2??i?? :
elif iATOM/2 then
spru?1??i? :?sphere??l?1??2*i?ATOM?1?, 0, abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrru?1??i?ATOM/2?? :




image :?display 3 d?seq??splu?2??i?, spld?2??i??, i?1. .ATOM/2?, seq??spru?1??i?, sprd?1??i??,
i?ATOM/2?1. .ATOM?, als? :
?true???????
elif ATOM2?true then
for i from 1 to ATOM do
34
if i??ATOM/2??1/2 then
spcenu?3??i? :?sphere??0, 0, abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?clrcenu?3??i?? :
spcend?3??i? :?sphere??0, 0,?abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?clrcend?3??i?? :
elif iATOM/2 then
splu?2??i? :?sphere??l?2??ATOM? 2*i?1?, 0, abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrlu?2??i?? :
spld?2??i? :?sphere??l?2??ATOM? 2*i?1?, 0, ? abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrld?2??i?? :
elif i?ATOM/2??1 then
spru?1??i? :?sphere??l?1??2*i?ATOM?1?, 0, abs?EVC?1??i??/2?, abs?EVC?1??i??/2, color?
clrru?1??i?ATOM/2?1/2?? :




image :?display3d?seq??splu?2??i?, spld?2??i??, i?1. .?ATOM/2??1/2?, seq??spru?1??i?, sprd









print??1? ????????? ?0? ????? ;

















print??1? ??????? ?0? ?????? ;
while fin1?1 do
















Maple?????????????? ???????? ? 16? ? 1? ?2006. 3?
????
?????????,??????????????????????????
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? 2 ? ????? ???? ????? J. E. Brady et al, ????? ??????
? 3 ? ????? ???? ??????? ????? ??????
? 4 ? ???? ???? ? 6?? ??????
? 5 ? ?????? ?????? ???? ????
? 6 ? ?????? ???? ??????? 2?? ???? ?1968?
? 7 ? ?????? ?????? ????????? ????
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